LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108692.D

Aca On : 31 Aug 2018 16:40

Operator : JU/SJ

Sample : J4712-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.248 492 495 506 rBV 37401 62886 2.65% 0.342%
2 5.636 558 561 590 rBV 526236 1529259 64.50% 8.320%
3 6.636 728 731 750 rBV 781131 1811442 76.40% 9.856%
4 6.771 750 754 778 rVB 1372388 2223123 93.77% 12.095%
5 7.007 790 794 815 rVB 193238 487798 20.57% 2.654%

7.154 815 819 852 rVB 1147229 1685576 71.10% 9.171%
7.566 885 889 924 rBV 603560 1402576 59.16% 7.631%
8.283 1007 1011 1027 rBV 309625 572721 24.16% 3.116%
9.354 1189 1193 1216 rBV 1833814 2370877 100.00% 12.899%
9.742 1255 1259 1269 rBV 190186 268368 11.32% 1.460%

=
QO ~NO®

11 10.042 1306 1310 1322 rBV 498951 609269 25.70% 3.315%
12 10.836 1441 1445 1458 rBV 699292 1137654 47.98% 6.190%
13 11.542 1561 1565 1578 rBV 364124 605803 25.55% 3.296%
14 12.589 1740 1743 1747 rBvV4 16592 26602 1.12% 0.145%
15 12.759 1769 1772 1778 rBV 84347 127438 5.38% 0.693%

16 12.995 1808 1812 1819 rBV 80799 103942 4_.38% 0.566%
17 13.118 1829 1833 1844 rBV 1638194 1955058 82.46% 10.637%
18 14.024 1984 1987 1993 rBv4 60642 86043 3.63% 0.468%
19 14.195 2012 2016 2026 rBV 523258 712045 30.03% 3.874%
20 15.753 2277 2281 2294 rVB 293059 601381 25.37% 3.272%

Sum of corrected areas: 18379861
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083118\
BF108692.D

31 Aug 2018 16:40

JussJ

J4712-10

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108692.D

Aca On : 31 Aug 2018 16:40

Operator : JU/SJ

Sample : J4712-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.25 2.58 ng 62886 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 Acetone 58 C3H60 000067-64-1 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 495 (5.248 min): BF108692.D (-492) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 B B o B a TR,
| 83.0 | 500 520 540 560
Ol e e et e || M/Z 59.10  56.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
5.00 5.20 5.40 5.60
59.0 m/z 101.10 20.42%
101.0
0 270 | ]l 9.0 830920
miz--> 5 % % 4 s 6 7 8 s 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
" 500 520 540 5.60
5000 41.0 m/z 58.00 16.12%
31.0
69.0 87.0
o 15.0 \“ 500\@ 98.0
miz--> 0T 2 30 40 S0 60 70 80 S0 100 110
Abundance #214: Acetone LI L L B B B
43.0 5.00 5.20 5.40 5.60
m/z 41.00 11.49%
5000
15.0
58.0
27.0
0"'%Q'W'l”l'”WP"Wl'”l'”'l”"P"W"”I”"P"W'
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108692.D

Aca On : 31 Aug 2018 16:40

Operator : JU/SJ

Sample : J4712-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.77 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.77 91.15 ng 2223120 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.771 min): BF108692.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.0
©0 sio || oD S b ‘oho 700 75
Obrr e pree bl bt e 85,0 L 070 WL m/z 68.05 45.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 LRSS SRR R
6.40 6.60 6.80 7.00 7.20
104.0 m/z 134.00 31.94%
ol 140 270 390 510 660770 590 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.70%
39.0 910
mo o e e | |l )
o) E— |||‘| N ||||‘|‘||| |l|| SV PRI M- I\I\” S 1| PR 11 M—
s T R B e T8 68 e 18 14 1 10 ko
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.54%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'il”'WH”'" SRR SRR R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108692.D

Aca On : 31 Aug 2018 16:40

Operator : JU/SJ

Sample : J4712-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.42 ng 86043 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 83
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
5 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204 1000330-55-5 74
Abundance Scan 1986 (14.018 min): BF108692.D (-1984) (-) m/z 57.10 100.00%
57.1
o M
5000
140.0 1701 20712340 263.2289.2 ' 13:80 14.00 14.20 14.40
0 m/z 55.10 82.45%
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
5.0
97.0
5000 LRI IS B UL B
13.80 14.00 14.20 14.40
29.0 125.0 m/z 43.10 80.64%
o |l 1540 196.0224.0 269.0 3200
m/z--> 50 160 150 260 250 300 '
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
51.0 83.0
' 13:80 14.00 14.20 14.40
5000 111.0 m/z 83.10 75.17%
29.0
‘ 140 0 168 0 196 0 241.0 342, O
04 T I\ \ J \ i T | T T T T T T T T T T T T T T
m/z--> 50 100 150 260 250 300
Abundance #227401: Heptadecy! heptafluorobutyrate R B R ARama
57.0 13.80 14.00 14.20 14.40
m/z 97.10 65.52%
83.0
5000
111.0
29.0
m/z--> 50 100 150 200 250 300 ' 13.80 14.00 14.20 14.40

8270-BF083018.M Tue Sep 04 16:06:28 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108692.D

Acq On : 31 Aug 2018 16:40

Operator : JU/SJ

Sample : J4712-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.25 2.6 ng 62886 1 7.01 487798 20.0
unknown6 .77 6.77 91.2 ng 2223120 1 7.01 487798 20.0
Trifluoroacetoxy ... 14.02 2.4 ng 86043 5 14.19 712045 20.0
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